Soret coefficient as a function of LiCl molality and temperature (at 250 K and 260 K), obtained with the method implemented in GROMACS. The NEMD simulations were performed using the system equilibrated at an average pressure of 600 bar.
for the temperatures 280 K and 300 K. Table S1 for the temperature interval between 240 K and 300 K and using the LAMMPS implementation. Table S8 Soret coefficient as a function of LiCl molality for the system with cation size σ Li + ,+0.05 = 0.1006 nm, and temperature range 240 K -300 K. NEMD simulation were performed using the system equilibrated at an average pressure of 600 bar. 4.690 ± 0.088 −0.008 ± 0.081 Table S12 Soret coefficient as a function of LiCl molality for the system with anion size σ Cl − ,−0.05 = 0.3901 nm, and temperature range between 240 K and 300 K. NEMD simulation were performed using the system equilibrated at an average pressure of 600 bar. Table S16 Soret coefficient as a function of LiCl molality of the system with the molar mass inverted, M Li + = 35.453 g mol −1 and M Cl − = 6.941 g mol −1 , in the temperature range between 240 K and 310 K. NEMD simulation were performed using the system equilibrated at an average pressure of 500 bar. Table S18 for M Li + = M Cl − = 6.941 g mol −1 , in the range of temperature between 240 K and 310 K. Table S22 for the solution at average concentration 5.6 mol kg −1 .
